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A new dipolarophile for the construction of bioactive isoxazoli(di)nes, (Z)-2-(4-methoxyphenyl)-3-phenylacrylonitrile, C 16 H 13 NO, was synthesized by the base-catalysed reaction of benzaldehyde with 4-methoxyphenylacetonitrile. The olefinic bond connecting the 4-methoxyphenylacetonitrile and the phenyl groups has Z geometry. There are two molecules in the asymmetric unit. In the crystal structure, the molecules are linked by C-HÁ Á ÁO hydrogen bonds.
Comment
Acrylonitriles represent an interesting class of biologically active compounds. Many derivatives of acrylonitriles have been shown to possess antitumor (Ohsumi et al., 1998) , antitubercular (Sanna et al., 2000) and antiproliferative activities (Carta et al., 2002) . It is well known that acrylonitriles are useful intermediates in organic synthesis and are capable of undergoing many useful organic transformations (Ambrosi et al., 1994) ; for example, transformation into pyrazole, isoxazole and pyrimidine derivatives (Dawood et al., 1999) . Recently, the crystal structures of two bioactive heteroarylacrylonitriles have been reported (Sonar et al., 2005) . In both of these compounds the configuration about the olefinic double bond is Z. The X-ray crystal structure of the title compound, (I), is reported here.
The molecular structure and atom-numbering scheme are shown in Fig. 1 . There are two molecules in the asymmetric unit. The olefinic bond connecting the 4-methoxyphenylacetonitrile and 3,4,5-trimethoxyphenyl groups has Z geometry. Significant deviations from the ideal bond-angle geometry around the Csp 2 atoms of the double bond are observed. The bond angles (corresponding values for the second molecule of the asymmetric unit are given within square brackets) C13-C12 C9 = 130.6 (2) [130.7 (2) (2002)] for Ph-C(CN) CH-Ph with no cyclic substituents gave 20 hits; for these, the average value of the olefinic bond length is 1.353 (3) Å . The torsion angle of 154.1 (2) [155.4 (2) ] for C14-C13-C12 C9 indicates the deviation of the phenyl ring from the plane of the olefinic double bond. The dihedral angle between the C1-and C13-benzene rings is 53.2 (1) ; that between the C1A-and C13A-benzene rings is 48.5 (1) .
The structure exhibits intermolecular hydrogen bonds of the type C-HÁ Á ÁO (Table 2) which help in stabilizing the crystal structure. The molecules form hydrogen-bonded dimers and are stacked in pairs. (Fig. 2) .
Experimental
To a well stirred suspension of benzaldehyde (0.72 g, 6.8 mmol) in 5% NaOH (10 ml) solution, 2-(4-methoxyphenyl)acetonitrile (1 g, 6.8 mmol) was added, along with a catalytic amount of tert-butylammonium bromide. The mixture was stirred at room temperature for 1 h, saturated with sodium chloride solution and extracted with diethyl ether (3 Â 15 ml). The combined organic layer was dried over anhydrous sodium sulfate and evaporated under vacuum to obtain a crude mass which, on recrystallization with methanol, gave (I) as a pale-yellow crystalline solid (m.p. 359.15 K). Analysis calculated: C 81. 68, H 5.57, N 5.95%; found: C 81.67, H 5.58, N 5.94% . View of the two molecules of the asymmetric unit of (I), with 50% probability displacement ellipsoids.
Crystal data

Figure 2
The crystal packing in (I), viewed down the c axis. Dashed lines indicate hydrogen bonds. H atoms were placed at idealized positions and allowed to ride on their parent atoms, with C-H = 0.93-0.96 Å and U iso (H) = 1.2U eq (C).
Data collection: XPRESS (MacScience, 2002); cell refinement: SCALEPACK (Otwinowski & Minor, 1997) ; data reduction: SCALEPACK and DENZO (Otwinowski & Minor, 1997) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: PLATON (Spek, 2003) and ORTEPII (Johnson, 1976) ; software used to prepare material for publication: PLATON.
